Single-crystal X-ray study T = 123 K Mean (C-C) = 0.003 Å R factor = 0.038 wR factor = 0.080 Data-to-parameter ratio = 14.7
The solvate structure of 3,4-dichloro-1-nitrobenzene with aniline, 2C 6 H 3 Cl 2 NO 2 ÁC 6 H 7 N, is reported. Ribbons of 3,4dichloronitrobenzene, formed by ClÁ Á ÁCl and N-OÁ Á ÁCl interactions, are linked together via N-HÁ Á ÁO hydrogen bonds with aniline into an undulating two-dimensional sheet.
Comment
The title compound, (I), was produced during an automated parallel crystallization polymorph screen on 3,4-dichloronitrobenzene (3, . The sample was identified as a novel form using multi-sample X-ray powder diffraction analysis of all recrystallized samples (Florence et al., 2003) . Subsequent manual recrystallization from a saturated aniline solution by slow evaporation at 298 K yielded samples suitable for single-crystal X-ray analysis. The title solvate, (I), crystallizes in the space group P2 1 /n with two molecules of 3,4-DCNB and one molecule of aniline in the asymmetric unit (Fig. 1) .
The crystal structure of (I) is characterized by ribbons of 3,4-DCNB, which are linked by aniline molecules to form a continuous sheet (Fig. 2 ). Molecules of type 1 (C1-C6) form a zigzag chain via ClÁ Á ÁCl interactions [Cl1Á Á ÁCl2 i = 3.399 (1) Å and C3-Cl1Á Á ÁCl2 i = 149.4 (1) ; symmetry code: (i) 3 2 À x, 1 2 + y, 3 2 À z]. These molecules are then involved in a second contact with molecules of type 2 (C7-C12) via N-OÁ Á ÁCl interactions [O2Á Á ÁCl4 ii = 3.056 (2) Å and N1-O2Á Á ÁCl4 ii = 140.1 (1) ; symmetry code: (ii) 1 À x, 1 À y, 1 À z], thus forming 3,4-DCNB ribbons running parallel to the b axis. The aniline solvent molecules, which lie in a perpendicular plane, link these ribbons into an undulating sheet through two N-HÁ Á ÁO interactions [N3Á Á ÁO1 iii = 2.52 (2) Å and N3-H1NÁ Á ÁO1 iii = 157 (2) , and N3Á Á ÁO3 i = 2.64 (2) Å and N3-H2NÁ Á ÁO3 i = 147 (2) ; symmetry code: (iii) 2 À x, 1 À y, 1 À z]. These sheets form an interdigitated ABAB stack parallel to the a axis ( Fig. 3) .
Experimental
A single-crystal sample of the title compound was recrystallized from aniline solution by slow evaporation at ca 293 K. 
C-H distances are in the range 0.09 (2)-1.00 (2) Å , and N-H distances are 0.86 (2) and 0.87 (2) Å .
Data collection: COLLECT (Hooft, 1998) and DENZO (Otwinowski & Minor, 1997) and COLLECT; cell refinement: DENZO; data reduction: DENZO; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: SHELXTL (Bruker, 2000) and OLEX (Dolomanov et al., 2003) ; software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2003) .
Figure 2
The two-dimensional network formed by (I), showing the intermolecular interactions involved as dashed lines (3,4-DCNB molecule 1: green; 3,4-DCNB molecule 2: blue; aniline: red).
Figure 3
Packing diagram viewed perpendicular to the sheets, illustrating the outof-plane aniline molecules and the stacking arrangement of the sheets. Intermolecular interactions are shown as dashed lines. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (2) O1 0.0421 (10) 0.0314 (9) 0.0180 (7) 0.0002 (7) 0.0040 (7) −0.0039 (7) O2 0.0666 (12) 0.0208 (8) 0.0293 (9) −0.0109 (8) 0.0119 (8) 0.0038 (7) N1 0.0258 (10) 0.0241 (10) 0.0201 (9) −0.0004 (8) 0.0039 (7) 0.0001 (7) 0.0187 (10) 0.0242 (11) 0.0226 (10) 0.0011 (9) 0.0048 (8) 0.0046 (9) C11 0.0260 (12) 0.0189 (11) 0.0295 (11) −0.0007 (9) 0.0050 (9) −0.0025 (9) C12 0.0237 (11) 0.0296 (12) 0.0220 (11) −0.0019 (9) 0.0043 (9) −0.0055 (9) N3 0.0291 (11) 0.0332 (11) 0.0284 (11) −0.0003 (9) 0.0089 (9) 0.0016 (9) C13 0.0269 (11) 0.0156 (10) 0.0231 (11) 0.0035 (9) 0.0050 (9) 0.0013 (8) C14 0.0380 (13) 0.0217 (11) 0.0202 (11) 0.0090 (10) 0.0078 (10) 0.0020 (9) C15 0.0379 (14) 0.0217 (11) 0.0297 (12) 0.0077 (10) −0.0046 (11) −0.0065 (10) C16 0.0288 (13) 0.0178 (11) 0.0431 (14) 0.0009 (10) 0.0061 (11) −0.0013 (10) C17 0.0329 (13) 0.0190 (11) 0.0305 (12) 0.0043 (9) 0.0115 (10) 0.0037 (9) C18 0.0306 (12) 0.0208 (11) 0.0210 (11) 0.0047 (9) 0.0031 (9) 0.0009 (9) Geometric parameters (Å, º) (2) 
